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In the title compound, C 17 H 15 NO 2 S, the seven-membered thiazepine ring adopts a distorted twist-boat conformation. The dihedral angle between the mean planes of the benzothiazepin ring system and the attached benzene ring is 47.7 (1) . In the crystal, pairs of N-HÁ Á ÁO hydrogen bonds link inversion-related molecules into dimers, generating R 2 2 (8) ring motifs. These dimers are further connected into a chain along the a axis by C-HÁ Á ÁO hydrogen bonds, resulting in R 2 2 (14) ring motifs. The crystal packing also features C-HÁ Á Á interactions.
Related literature
For the pharmaceutical properties of thiazepin derivatives, see: Tomascovic et al. (2000) . For related structures, see: Sridevi et al. (2011); Sabari et al. 2011) . For ring-puckering parameters, see: Cremer & Pople (1975) . For hydrogen-bond motifs, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Cg is the centroid of the C11-C16 ring. Symmetry codes: (i) Àx; Ày þ 1; Àz; (ii) x þ 1; y; z; (iii) Àx þ 1; Ày þ 2; Àz þ 1; (iv) Àx; Ày þ 2; Àz.
Data collection: APEX2 (Bruker, 2004); cell refinement: SAINT (Bruker, 2004); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia (1997); software used to prepare material for publication: SHELXL97 and PLATON (Spek, 2009). supplementary materials Acta Cryst. (2012) . E68, o2126 [doi:10.1107/S160053681202661X] (Z)-3-(2-Methoxybenzyl)-1,5-benzothiazepin-4(5H)-one R. Selvakumar, M. Bakthadoss, D. Lakshmanan and S. Murugavel
Comment
The title compound is used as an intermediate for the synthesis of dosulepin, which is an antidepressant of the tricyclic family. Dosulepin prevents reabsorbing of serotonin and noradrenaline in the brain, helps to prolong the mood lightening effect of any released noradrenaline and serotonin, thus relieving depression. The dibenzo[c,e]thiazepin derivatives exhibit chiroptical properties (Tomascovic et al., 2000) . As part of our studies in this area, we now describe the crystal structure of the title compound, (I). Fig. 1 . shows a displacement ellipsoid plot of (I), with the atom numbering scheme. The seven membered thiazepine ring (N1/S1/C1/C2/C7/C8/C9) adopts twist-boat conformation as indicated by puckering parameters (Cremer & Pople, 1975 ) QT = 1.0218 (14) Å, θ 2 = 74.4 (1)°, φ 2 = 178.1 (1)° and φ 3 = 174.3 (4)°. The dihedral angle between the benzothiazepin ring system and the benzene ring is 47.7 (1)°. The geometric parameters of the title molecule agree well with those reported for similar structures (Sridevi et al., 2011 , Sabari et al., 2011 .
In the crystal, the molecules at x, y, z and -x, 1-y, -z are linked by N1-H1···O1 hydrogen bonds into cyclic centrosymmetric R 2 2 (8) dimers (Bernstein et al., 1995) . These dimers are further connected into chains along the a axis via C5-H5···O1 hydrogen bonds (Table 1) The crystal packing also features two C-H···π interactions, the first one between a H3 atom and neighbouring benene ring (C11-C16), with a C3-H3···Cg iii seperation of 2.69 Å and the second one between methyl H17C atom and neighbouring benzene ring (C11-C16), with a C17-H17C···Cg iv seperation of 2.90 Å ( Fig. 3 and Table 1 ; Cg is the centroid of the C11-C16 benzene ring, Symmetry code as in Fig.3 ).
Experimental
A mixture of (Z)-methyl 2-(bromomethyl)-3-(2-methoxyphenyl)acrylate 2 mmol) and o-aminothiophenol (2 mmol) in the presence of potassium tert-butoxide (4.8 mmol) in dry THF (10 ml) was stirred at room temperature for 1 h. After the completion of the reaction as indicated by TLC, the reaction mixture was concentrated and the resulting crude mass was diluted with water (20 ml) and extracted with ethyl acetate (3 x 20 ml). The organic layer was washed with brine (2 x 20 ml) and dried over anhydrous sodium sulfate. The organic layer was concentrated, which successfully provide the crude [1, 4] thiazepin-4(5H)-one). The final product was purified by column chromatography on silica gel to afford the title compound in good yield (42%). Recrystallisation from ethyl acetate solution afforded colourless blocks.
Refinement
H atoms were positioned geometrically, with C-H = 0.93-0.97 Å and constrained to ride on their parent atom, with U iso (H) =1.5U eq for methyl H atoms and 1.2U eq (C) for other H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0116 (7) C2 0.0453 (9) 0.0419 (8) 0.0522 (9) 0.0133 (7) 0.0104 (7) 0.0113 (7) (10) N1 0.0398 (7) 0.0468 (7) 0.0403 (7) 0.0128 (6) 0.0114 (5) 0.0047 (5) O1 0.0427 (6) 0.0618 (7) 0.0467 (6) 0.0197 (5) 0.0108 (5) 0.0092 (5) 
